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POOR QUALITY ORIGINAL
Proton assignments for the oxidized yeast iso-ferricytochrome c at 303 K
Note: The underlined chemical shift values indicate the stereospecific assignments for disastereotopic
pairs of methylene protons or isopropyl methyl groups.
















































































5 6.95; s 7.20, C 7.09









































































y 1.49; 8CH3 0.57, 0.79




y 2.37; 5CH 3 1.46, 2.04
y 2.85, 3.00;, 6.86, 7.56
8NH 12.3; 6 24.0; 6 -25.1
yCH 3 2.14
yCH3 0.94
y 2.56; 5 3.64
SCH 6.99; sCH 7.69
yCH 3 -0.38, 0.82
y -0.23, -0.66; 5 -1.36, -5.11
SNH 8.16, 8.68
6CH3 0.90, 1.43
y 0.48, 1.08; yCH 3 0.00; 5CH3 0.12
5 6.97; s 6.44; C 6.45




























































































































































0.84, 1.09 y 0.91; SCH 3 0.03, 0.40
3
y 1.97; 5 3.24
SCH 6.66; sCH 7.84
y 2.11, 2.22; s 6.73, 7.26
y 2 .3 3








y 0.97; 6CH3 0.60, 0.32
5 6.88; F 7.51; sNH 8.86;






5 7.51; & 7.77
y 0.74, SCH3 -0.84, -3.04
yCH 3 1.17
5NH 7.08, 8.02
y 2.26, 4.54; 5 2.83, 3.90
y 1.37, 2.38; a 3.98; -(CH 3)3 3.31
y 1.71; 6 1.93; 6 3.21
5 7.87; s 6.98
y 1.55, 3.10; yCH3 1.30; 5CH3 2.02
y 2.31; 6 3.81
yCH 3 3.36, OH 9.71
y 0.16, 1.03; 6 0.70; 6 2.09, 2.33
y -30.2; s -22.4






































QM5 10.98 QM8 34.70 QM1 8.01 QM3 31.03 HDM 2.34 QT2 -2.10 HT2A -0.70 HAM 2.66 QT4
2.08 HT4A 2.86 HBM 1.71 HP61 2.88, HP62 -1.43, HP63 1.03 HP64 2.66 HGM 8.03 HP71 12.72,
HP72 15.91, HP73 1.34 HP74 -0.23
Experimental NOE intensities used for the structural calculation.
Note: an asterisk mark (*) indicates the intensities of the peaks
correspond to two or more protons with degenerate chemical shifts

















































































































































































2.62, 2.82 8NH 6.97, 7.18
2.45,2.65
1.30,1.36 y 0.96; 6CH3 0.04, 0.40
1.76 y 0.32, 1.39; yCH 3 0.24; 5CH3 0.55
4.27 y 1.15
2.90, 3.52 5 5.74, 6.72; s 7.16, 7.64
1.31, 1.80 y 1.43; 5CH3 0.12, 0.31


















































































156880.0 HB 12 THR QG2
QG2 9 LEU HN





























































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































HAP71 18 HEM HAP61 1193.6 HGM 18 HEM HAP62 21712.0
HAP71 18 HEM HBP64 1150.4 HGM 18 HEM HBP64 6097.6
HAP71 35 ILE HG12 4589.6 RAP61 18 HEM MAP62 196240.0
HAP71 52 ASN HD21 2305.0 - ___ - HAP61 18 HEM HBP63 39080.0
HAP71 52 ASN HD22 20030.0 1AP61 30 PRO HG2 3008.0
HAP71 59 TRP HZ2 43192.0 HAP61 30 PRO HD3 8808.0
HAP72 18 HEM HBP73 43576.0 HAP61 46 TYR HE2 43480.0
HAP72 18 HEM HBP74 36128.0 HAP61 48 TYR CG 17178.0*2
RAP72 18 HEM QM8 20792.0 HAP62 18 HEM HBP63 10760.0
HAP72 18 HEM HGM 12344.0 HAP62 18 HEM HBP64 39620.0
MAP72 35 ILE HG12 10488.0 HAP62 29 GLY RA2 12245.0
HAP72 52 ASN HD22 17855.0 1AP62 30 PRO HB2 1600.0
HAP72 59 TRP HE1 26560.0 HAP62 30 PRO HD2 908.0
RAP72 59 TRP HZ2 102800.0 HAP62 30 PRO HD3 9732.0
HAP72 59 TRP HH2 6636.0 HAP62 46 TYR HD1 1392.0
HBP73 18 HEM HBP74 491900.0 HAP62 46 TYR HE1 1948.0
HBP73 18 HEM QM8 17928.0 HAP62 46 TYR HE2 44880.0
HBP73 30 PRO HG2 35856.0 HAP62 46 TYR HD2 37664.0
HBP73 35 ILE HG12 34064.0 HAP62 48 TYR CG 5660.0*2
HBP74 18 HEM QM8 7816.8 HAP62 79 LYS+ HG3 7012.0
HBP74 18 HEM HGM 2682.0 HAP62 79 LYS+ HE2 11976.0
HBP74 30 PRO HG2 151600.0 HAP62 79 LYS+ HE3 18812.0
HBP74 30 PRO HD3 20775.0 HBP63 18 HEM HBP64 232160.0
HBP74 32 LEU QD2 42440.0 HBP63 78 THR HG1 5792.4
HBP74 35 ILE HG12 8256.0 HBP63 79 LYS+ HG3 119640.0
QM8 18 HEM HDM 36216.0 HBP63 80 MET HN 15864.0
QM8 18 HEM QM1 13032.0 HBP64 78 THR HG1 31440.0
QM8 32 LEU QD2 13896.0 HBP64 80 MET HN 6030.0
QM8 35 ILE HG12 25432.0 19 THR
QM8 35 ILE QD1 8600.0 MN 19 THR HA 34008.0
QM8 59 TRP HZ2 4806.4 HN 19 THR QG2 57936.0
QM8 64 MET QE 20256.0 HN 31 ASN HA 46692.0
QM8 67 TYR CG 2284.8*2 HN 32 LEU HN 8689.2
HDM 18 HEM QM1 87360.0 HA 19 THR HB 195440.0
QM1 18 HEM HT2A 1720.8 MA 19 THR QG2 123200.0
QM1 18 HEM QT2 121360.0 HA 20 VAL HN 49524.0
QM1 32 LEU QD1 20080.0 HB 19 THR QG2 228240.0
QM1 68 LEU QD1 73368.0 HB 20 VAL HN 33552.0
QM1 68 LEU QD2 88300.0 HB 24 GLY HAl 9328.0
QM1 94 LEU HG 3500.0 HB 24 GLY HA2 13200.0
QM1 94 LEU QD2 93040.0 HB 25 PRO HD2 10528.0
QM1 98 LEU QD1 55568.0 HB 31 ASN HD21 1368.0
QM1 98 LEU QD2 74704.0 QG2 20 VAL HN 8023.2
HT2A 18 HEM QT2 96480.0 QG2 25 PRO HD2 29168.0
HT2A 18 HEM HAM 51568.0 QG2 27 LYS+ HD2 99840.0
HT2A 18 HEM QM3 6959.2 QG2 27 LYS+ HD3 20272.0
HT2A 82 PHE HZ 2256.0 QG2 31 ASN HD21 3566.4
HT2A 82 PHE QR 2692.8*5 20 VAL
QT2 18 HEM HAM 9800.0 HN 20 VAL RA 11196.0
QT2 68 LEU QD1 27744.0 HN 20 VAL HB 164450.0
QT2 68 LEU QD2 83040.0 HN 20 VAL QQG 14424.0*2
QT2 82 PHE HZ 59520.0 HN 21 GLU- MN 3876.0
QT2 82 PHE QR 17888.0*5 HA 20 VAL HB 116240.0
QT2 85 LEU HG 16464.0 HA 20 VAL QQG 65120.0*2
QT2 85 LEU QD1 149920.0 HA 32 LEU HN 78900.0
QT2 94 LEU QD1 49400.0 HA 32 LEU HB2 21824.0
HAM 18 HEM QM3 18272.0 HA 33 HIS HN 13296.0
QM3 18 HEM HT4A 53704.0 HB 20 VAL QQG 101220.0*2
QM3 82 PHE QR 5572.8*5 QQG 32 LEU HB2 14508.0*2
HT4A 18 HEM QT4 71600.0 QQG 98 LEU QD1 31424.0*2
HT4A 28 VAL QG1 40992.0 QQG 101 ALA QB 48040.0*2
HT4A 81 ALA QB 60072.0 21 GLU-
QT4 28 VAL QG1 68216.0 MN 21 GLU- HA 5113.2
HBM 18 HEM QM5 51360.0 HN 24 GLY HA2 27216.0
HBM 28 VAL QG1 25832.0 HN 31 ASN HD21 3416.4
HBM 81 ALA HN 16572.0 HA 22 LYS+ HN 16980.0
QM5 18 HEM HAP61 39968.0 HB2 22 LYS+ HN 11914.8
QM5 18 HEM HAP62 96960.0 HB2 24 GLY HN 20280.0
QM5 18 HEM HBP63 30160.0 HB3 22 LYS+ HN 23688.0
QM5 18 HEM HBP64 6287.2 22 LYS+
QM5 28 VAL QG1 118960.0 HN 22 LYS+ HA 22176.0
QM5 29 GLY HAl 4998.4 HA 23 GLY HN 2509.2
QM5 29 GLY HA2 23112.0 HA 33 HIS HB2 51216.0
QM5 30 PRO HD3 27408.0 HA 33 HIS HB3 20040.0
QMS 46 TYR HE2 4969.6 23 GLY
QM5 79 LYS+ HG2 19656.0 MN 23 GLY MA2 7084.8
QM5 79 LYS+ HG3 84160.0 HAl 24 GLY HN 4146.0
QM5 79 LYS+ HD2 36120.0 HA2 24 GLY HN 44184.0
QM5 79 LYS+ HE2 13616.0 24 GLY
QM5 79 LYS+ HE3 77368.0 HN 24 GLY HAl 26676.0
QM5 81 ALA HN 5645.0 MN 24 GLY HA2 27576.0

















































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































560.0 HN 75 ILE
840.0 HN 75 ILE
176.0 HN 75 ILE
520.0 HN 75 ILE
879.6 HN 75 ILE
808.0 --- HN 78 THR
232.0 HA 75 ILE
636.0*2 HA 75 ILE
316.0 HA 75 ILE
256.0 HA 75 ILE
096.0 HA 75 ILE
528.0 HA 76 PRO
964.8 HA 76 PRO
960.0 HB 75 ILE
924.0 HB 75 ILE
152.0*5 HB 78 THR
400.0 HB 78 THR
857.6*5 QG2 75 ILE
752.0*5 QG2 76 PRO
464.0 QG2 78 THR
422.0 QG2 78 THR
328.0 QG2 78 THR
416.0*5 HG12 75 ILE
880.0 HG13 75 ILE
200.0 HG13 78 THR
QD1 78 THR
184.0 76 PRO
400.0 HA 76 PRO
137.6 HA 76 PRO
940.0 HA 76 PRO
440.0 HA 77 GLY
320.0 HA 78 THR
880.0 HB3 76 PRO
360.0 HB3 76 PRO


































































































































































































































































































































































































82 PHE HN 12120.0
81 ALA QB 251120.0
82 PHE HN 135240.0
82 PHE HB2 8684.4
82 PHE QR .6043.2*5
85 LEU QD2 7197.6
82 PHE QR 20400.0*5
85 LEU HN 38208.0
85 LEU QD1 18870.0
85 LEU QD2 12540.0
82 PHE QR 76496.0*5
84 GLY HA2 6320.0
85 LEU HA 6860.0
85 LEU HG 90080.0
85 LEU QD1 33152.0
85 LEU QD2 80480.0
84 GLY RA1 10041.6*5
85 LEU HG 22304.0*5
85 LEU QD1 7468.8*5
85 LEU QD2 5123.2*5
85 LEU HN 78696.0
85 LEU HG 6520.8
85 LEU HN 78924.0
85 LEU HA 9331.2
85 LEU HB2 44545.0
85 LEU HB3 12564.0
85 LEU HG 15515.0
85 LEU QD1 94700.0
85 LEU HB3 62632.0
85 LEU QD1 15744.0
85 LEU QD2 138000.0
85 LEU QD1 68776.0
91 ARG+ HN 3776.4
85 LEU QD1 76208.0
85 LEU QD2 27616.0
85 LEU QD1 117920.0
90 ASP- HB2 8592.0
90 ASP- HB3 1979.2
91 ARG+ HA 20808.0
90 ASP- HB2 42856.0
90 ASP- HB3 3495.2
86 LYS+ HA 3841.2
86 LYS+ HB3 26448.0
86 LYS+ HB2 48888.0
86 LYS+ HB3 195920.0
86 LYS+ HG2 17432.0
87 LYS+ HN 4011.6
87 LYS+ HN 31505.0
87 LYS+ HA 12732.0
87 LYS+ HB2 177650.0
87 LYS+ HB3 40215.0
90 ASP- HB3 3697.2
90 ASP- HN 62600.0
88 GLU- HN 34068.0
90 ASP- HB2 22572.0
90 ASP- HB3 11162.4
88 GLU- HA 23040.0
88 GLU- HB2 26136.0
91 ARG+ HB2 14172.0
89 LYS+ HN 33075.0
89 LYS+ HA 11095.0
89 LYS+ HB2 83600.0
89 LYS+ HB3 97550.0
90 ASP- HN 17755.0
92 ASN HD21 1260.0
89 LYS+ HB3 143920.0
92 ASN HB2 46744.0

























































































































































































































































































































































































































































































































































































































































































































































































































































































































HG LEU 15 - QDI LEU 15 HG3 PRO 30 - HD3 PRO 30
HG LEU 15 - QD2 LEU 15 HN ASN 31 - MA ASN 31
HG3 GLN 16 - HE21 GLN 16 HA ASN 31 - HB2 ASN 31
HN CYSS 17 - HA CYSS 17 HB2 ASN 31 - HD21 ASN 31
HN CYSS 17 - HB2 CYSS 17 HB2 ASN 31 - HD22 ASN 31
HA CYSS 17 - HB2 CYSS 17- HN HIS - 33 -HA HIS 33
HA CYSS 17 - HB3 CYSS 17 HN GLY 34 - HAl GLY 34
HA CYSS 17 - HN HEM 18 HN GLY 34 -HA2 GLY 34
HN HEM 18 - HA HEM 18 HA1 GLY 34 - HN ILE 35
HN HEM 18 - HB3 HEM 18 HA2 GLY 34 - HN ILE 35
RA HEM 18 - HB3 HEM 18 HN ILE 35 - HA ILE 35
HB2 HEM 18 - HD1 HEM 18 HA ILE 35 - QG2 ILE 35
HB3 HEM 18 - HD1 HEM 18 HA ILE 35 - QD1 ILE 35
HAP71 HEM 18 - HAP72 HEM 18 HA ILE 35 - HN PHE 36
HAP71 HEM 18 - HBP73 HEM 18 HB ILE 35 - QG2 ILE 35
HAP71 HEM 18 - HBP74 HEM 18 HB ILE 35 - QD1 ILE 35
HAP72 HEM 18 - HBP73 HEM 18 QG2 ILE 35 - HG12 ILE 35
HAP72 HEM 18 - HBP74 HEM 18 HG12 ILE 35 - QD1 ILE 35
HAP72 HEM 18 - HGM HEM 18 HN PHE 36 - HA PHE 36
HBP73 HEM 18 - HBP74 HEM 18 HN PHE 36 - CG PHE 36
QM8 HEM 18 - HDM HEM 18 HA PHE 36 - HB2 PHE 36
HDM HEM 18 - QM1 HEM 18 HA PHE 36 - HB3 PHE 36
HT2A HEM 18 - QT2 HEM 18 HA PHE 36 - CG PHE 36
HAM HEM 18 - QM3 HEM 18 HB2 'PHE 36 - CG PHE 36
HT4A HEM 18 - QT4 HEM 18 HB2 PHE 36 - CZ PHE 36
HBM HEM 18 - QM5 HEM 18 HB3 PHE 36 - CG PHE 36
HGM HEM 18 - HAP61 HEM 18 CG PHE 36 - CZ PHE 36
HAP61 HEM 18 - HAP62 HEM 18 CG PHE 36 - HZ PHE 36
HAP61 HEM 18 - HBP63 HEM 18 HN GLY 37 - HA1 GLY 37
HAP62 HEM 18 - HBP63 HEM 18 HN GLY 37 - HA2 GLY 37
HAP62 HEM 18 - HBP64 HEM 18 RA1 GLY 37 - HN ARG+ 38
HBP63 HEM 18 - HBP64 HEM 18 HA2 GLY 37 - HN ARG+ 38
HN THR 19 - HA THR 19 HN ARG+ 38 - HA ARG+ 38
HA THR 19 - QG2 THR 19 HA ARG+ 38 - HB3 ARG+ 38
HB THR 19 - QG2 THR 19 HN HIS 39 - HA HIS 39
HN VAL 20 - HA VAL 20 HA HIS 39 - HB2 HIS 39
HN VAL 20 - QQG VAL 20 HA HIS 39 - HB3 HIS 39
HA VAL 20 - QQG VAL 20 HA HIS 39 - HN SER 40
HB VAL 20 - QQG VAL 20 HN SER 40 - HA SER 40
HN GLU- 21 - HA GLU- 21 HN GLY 41 - HAl GLY 41
HA GLU- 21 - HN LYS+ 22 HN GLY 41 - HA2 GLY 41
HN LYS+ 22 - HA LYS+ 22 HN GLN 42 - HA GLN 42
HA LYS+ 22 - HN GLY 23 HA GLN 42 - HB2 GLN 42
HN GLY 23 - HA2 GLY 23 HA GLN 42 - HB3 GLN 42
HA1 GLY 23 - HN GLY 24 HB3 GLN 42 - HG2 GLN 42
HN GLY 24 - HA1 GLY 24 HG2 GLN 42 - HE21 GLN 42
HN GLY 24 - HA2 GLY 24 HG3 GLN 42 - HE22 GLN 42
HA PRO 25 - HB2 PRO 25 HN ALA 43 - HA ALA 43
HA PRO 25 - HB3 PRO 25 HA ALA 43 - QB ALA 43
HA PRO 25 - HG3 PRO 25 HN GLU- 44 - HA GLU- 44
HB2 PRO 25 - HD2 PRO 25 HA GLU- 44 - HB3 GLU- 44
HB3 PRO 25 - HG3 PRO 25 HN TYR 46 - HA TYR 46
HA HIS 26 - HB2 HIS 26 HA TYR 46 - HB3 TYR 46
HN LYS+ 27 - HB2 LYS+ 27 HB3 TYR 46 - HD1 TYR 46
HA LYS+ 27 - HB2 LYS+ 27 HD1 TYR 46 - HE1 TYR 46
HG2 LYS+ 27 - HD2 LYS+ 27 HD1 TYR 46 - HE2 TYR 46
HG3 LYS+ 27 - HD2 LYS+ 27 HE2 TYR 46 - HD2 TYR 46
HN VAL 28 - HA VAL 28 HA SER 47 - HB2 SER 47
HN VAL 28 - QG1 VAL 28 HA SER 47 - HB3 SER 47
HA VAL 28 - HB VAL 28 HN TYR 48 - HA TYR 48
HA VAL 28 - QG1 VAL 28 HN TYR 48 - CG TYR 48
HB VAL 28 - QG1 VAL 28 HA TYR 48 - HB2 TYR 48
HB VAL 28 - QG2 VAL 28 HA TYR 48 - HB3 TYR 48
HN GLY 29 - HA1 GLY 29 HA TYR 48 - CG TYR 48
HN GLY 29 - HA2 GLY 29 HB2 TYR 48 - CG TYR 48
HAl GLY 29 - HD2 PRO 30 HB3 TYR 48 - CG TYR 48
HA1 GLY 29 - HD3 PRO 30 HN THR 49 - HA THR 49
HA PRO 30 - HB2 PRO 30 HB THR 49 - QG2 THR 49
HA PRO 30 - HB3 PRO 30 HN ASP- 50 - HA ASP- 50
HA PRO 30 - HG2 PRO 30 HN ASP- 50 - HB2 ASP- 50
RA PRO 30 - HG3 PRO 30 HN ASP- 50 - QB ASP- 50
HA PRO 30 - HD2 PRO 30 HA ASP- 50 - HB3 ASP- 50
HA PRO 30 - HD3 PRO 30 HA ASP- 50 - HN ALA 51
HB2 PRO 30 - HG2 PRO 30 HN ALA 51 - HA ALA 51
HB2 PRO 30 - HD2 PRO 30 HA ALA 51 - QB ALA 51
HB2 PRO 30 - HD3 PRO 30 HA ALA 51 - HN ASN 52
HB3 PRO 30 - HG2 PRO 30 HN ASN 52 - RA ASN 52
HB3 PRO 30 - HD2 PRO 30 HA ASN 52 - HB2 ASN 52
HB3 PRO 30 - HD3 PRO 30 HA ASN 52 - HB3 ASN 52
HG2 PRO 30 - HD2 PRO 30 HN ILE 53 - HA ILE 53
HG2 PRO 30 - HD3 PRO 30 HA ILE 53 - HB ILE 53
HG3 PRO 30 - HD2 PRO 30 RA ILE 53 - HN LYS+ 54
16
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HG13 ILE 53 - QD1 ILE 53
HN LYS+ 54 - HA LYS+ 54
NA LYS+ 54 - HB2 LYS+ 54
HA LYS+ 54 - HN LYS+ 55
HN LYS+ 55 - HA LYS+ 55
HN ASN 56 - HA ASN 56
HA ASN 56 - HB2 ASN 56
HA ASN 56 - HB3 ASN 56
HN VAL 57 - HA VAL 57
HN VAL 57 - QG1 VAL 57
HA VAL 57 - QG1 VAL 57
HA VAL 57 - QG2 VAL 57
HB VAL 57 - QG1 VAL 57
HB VAL 57 - QG2 VAL 57
HN LEU 58 - HA LEU 58
HA LEU 58 - HB2 LEU 58
HB3 LEU 58 - QD1 LEU 58
HN TRP 59 - HA TRP 59
HN TRP 59 - HB3 TRP 59
HA TRP 59 - HB2 TRP 59
HB2 TRP 59 - HD1 TRP 59
HB2 TRP 59 - HE3 TRP 59
HB3 TRP 59 - HD1 TRP 59
HB3 TRP 59 - HE3 TRP 59
HD1 TRP 59 - HE1 TRP 59
HE3 TRP 59 - HZ3 TRP 59
HE1 TRP 59 - HZ2 TRP 59
HZ3 TRP 59 - HH2 TRP 59
HZ2 TRP 59 - HH2 TRP 59
HN GLU- 61 - HA GLU- 61
HA GLU- 61 - HB2 GLU- 61
HA GLU- 61 - HB3 GLU- 61
HA GLU- 61 - HN ASN 62
HN ASN 62 - HA ASN 62
HA ASN 62 - HB2 ASN 62
HA ASN 62 - HB3 ASN 62
HA ASN 62 - HN ASN 63
HB3 ASN 62 - HD21 ASN 62
HN ASN 63 - HA ASN 63
HA ASN 63 - HB3 ASN 63
HA ASN 63 - HN MET 64
HB2 ASN 63 - HD21 ASN 63
HB3 ASN 63 - HD21 ASN 63
HN MET 64 - HA MET 64
HN MET 64 - HB2 MET 64
HA MET 64 - HB3 MET 64
HA MET 64 - HN SER 65
HN SER 65 - HA SER 65
HA SER 65 - HN GLU- 66
HN GLU- 66 - HA GLU- 66
HA GLU- 66 - HN TYR 67
HN TYR 67 - HA TYR 67
HA TYR 67 - HB2 TYR 67
HA TYR 67 - HB3 TYR 67
HA TYR 67 - CG TYR 67
HA TYR 67 - HN LEU 68
HB2 TYR 67 - CG TYR 67
HB3 TYR 67 - CG TYR 67
HN LEU 68 - HA LEU 68
HA LEU 68 - HB2 LEU 68
HA LEU 68 - HB3 LEU 68
HA LEU 68 - HN THR 69
HB2 LEU 68 - QD1 LEU 68
HB2 LEU 68 - QD2 LEU 68
HB3 LEU 68 - QD1 LEU 68
HB3 LEU 68 - QD2 LEU 68
HG LEU 68 - QD1 LEU 68
HG LEU 68 - QD2 LEU 68
HN THR 69 - HA THR 69
HN THR 69 - QG2 THR 69
HA THR 69 - HB THR 69
HA THR 69 - QG2 THR 69
HA THR 69 - HN ASN 70
HB THR 69 - QG2 THR 69
HN ASN 70 - HA ASN 70
HN ASN 70 - HB2 ASN 70
HA ASN 70 - HB2 ASN 70
HA ASN 70 - HB3 ASN 70
HA PRO 71 - HB2 PRO 71
HA PRO 71 - HG3 PRO 71
HA PRO 71 - HD2 PRO 71
HA PRO 71 - HN TML 72
HB3 PRO 71 - HG3 PRO 71
HG3 PRO 71 - HD3 PRO 71
HN TML 72 - HA TML 72
R& TML 72 -- HN LYS+ 73
HN LYS+ 73 - HA LYS+ 73
HA LYS+ 73 - HN TYR 74
HN TYR 74 - CG TYR 74
HA TYR 74 - HB2 TYR 74
HA TYR 74 - HB3 TYR 74
HA TYR 74 - CG TYR 74
HA TYR 74 - HN ILE 75
HB2 TYR 74 - CG TYR 74
HB3 TYR 74 - CG TYR 74
CG TYR 74 - CZ TYR 74
HN ILE 75 - HA ILE 75
HN ILE 75 - QG2 ILE 75
HA ILE 75 - HB ILE 75
HA ILE 75 - QG2 ILE 75
HA ILE 75 - QD1 ILE 75
HB ILE 75 - QG2 ILE 75
HB ILE 75 - HG12 ILE 75
HG12 ILE 75 - QD1 ILE 75
HG13 ILE 75 - QD1 ILE 75
HA -PRO 76 - HB2 PRO 76
HA PRO 76 - HB3 PRO 76
HA PRO 76 - HG3 PRO 76
HA PRO 76 - HN GLY 77
HB3 PRO 76 - HG3 PRO 76
HB3 PRO 76 - HD3 PRO 76
HG3 PRO 76 - HD3 PRO 76
HAl GLY 77 - HN THR 78
HA2 GLY 77 - HN THR 78
HN THR 78 - HA THR 78
HA THR 78 - HN LYS+ 79
HB THR 78 - QG2 THR 78
HB THR 78 - HG1 THR 78
QG2 THR 78 - HG1 THR 78
HN LYS+ 79 - HA LYS+ 79
HN LYS+ 79 - HB3 LYS+ 79
NA LYS+ 79 - HG3 LYS+ 79
HA LYS+ 79 - HN MET 80
HB3 LYS+ 79 - HG3 LYS+ 79
HN ALA 81 - HA ALA 81
HA ALA 81 - QB ALA 81
HN PHE 82 - HB2 PHE 82
HB2 PHE 82 - QR PHE 82
HB3 PHE 82 - QR PHE 82
HZ PHE 82 - QR PHE 82
HN LEU 85 - HA LEU 85
HN LEU 85 - HB3 LEU 85
HA LEU 85 - HB3 LEU 85
HB2 LEU 85 - QD1 LEU 85
HB3 LEU 85 - QD1 LEU 85
HB3 LEU 85 - QD2 LEU 85
HG LEU 85 - QD1 LEU 85
HN LYS+ 86 - HA LYS+ 86
HA LYS+ 86 - HB2 LYS+ 86
HA LYS+ 86 - HN LYS+ 87
HN LYS+ 87 - HA LYS+ 87
HN GLU- 88 - HA GLU- 88
HA GLU- 88 - HB2 GLU- 88
HN LYS+ 89 - HA LYS+ 89
HA ASP- 90 - HB2 ASP- 90
HA ASP- 90 - HB3 ASP- 90
HN ARG+ 91 - HA ARG+ 91
HA ARG+ 91 - HB2 ARG+ 91
HA ARG+ 91 - HN ASN 92
HN ASN 92 - HA ASN 92
HA ASN 92 - HN ASP- 93
HN ASP- 93 - HA ASP- 93
HA ASP- 93 - HB3 ASP- 93
HA ASP- 93 - HN LEU 94
HN LEU 94 - HA LEU 94
HA LEU 94 - HN ILE 95
HB2 LEU 94 - QD2 LEU 94
HB3 LEU 94 - HG LEU 94
HB3 LEU 94 - QD2 LEU 94
HG LEU 94 - QD1 LEU 94
HG LEU 94 - QD2 LEU 94
HN ILE 95 - HA ILE 95
HA ILE 95 - HB ILE 95
















































































































































HN 6ALA 0 2.40
N 6 ALA 0 2.70-3.40
HN 8ALA 0 2.40
N 8 ALA 0 2.70-3.40
HN 10 PEE 0 2.40
N 10 PEE 0 2.70-3.40
HN 26 EIS H 7 2.40
N 26 EIS NDI 2.70-3.40
HN 50 ASP- 0 2.40
H 50 ASP- 0 2.70-3.40
HE 64 MET 0 2.40
N 64 MET 0 2.70-3.40
EN 67 TYR 0 2.40
N 67 TYR 0 2.70-3.40
EN 70 ASH4 0 2.40
N 70 ASH 0 2.70-3.40
EN 75 ILE 0 2.40
HN 75 ILE 0 2.70-3.40
HN 90 ASP- 0 2.40
N 90 ASP- 0 2.70-3.40
EN 93 ASP- 0 2.40
N 93 ASP- 0 2.70-3.40
EN 94 LEE 0 2.40
N 94 LEE 0 2.70-3.40
EN 95 ILE 0 2.40
N 95 ILE 0 2.70-3.40
HN 97 TYR 0 2.40












































































































































































































































































































28 VAL HG21 -0.49 3 53 ILE HB -0.02
28 VAL HG22 -0.49 53 ILE HN -0.07
28 VAL HG23 -0.49 53 ILE HD1l -0.23 3
29 GLY HN -0.09 53 ILE HD12 -0.23
30 PRO HA 0.21 53 ILE HD13 -0.23
30 PRO HB2 0.08 53 ILE HG21 -0.10 3
30 PRO HB3 -0.64 53 ILE HG22 -0.10
31 ASN HA 1.79 53 ILE HG23 -0.10
31 ASN HB2 0.56 54 LYS HA 0.21
31 ASN HB3 0.78 54 LYS HN -0.07
31 ASN HN 0.88 55 LYS HA 0.19
32 LEU HA 0.82 55 LYS HN -0.10
32 LEU HN 1.69 56 ASN RA -0.02
32 LEU HDll 2.38 3 56 ASN HN 0.28
32 LEU HD12 2.38 57 VAL RA 0.39
32 LEU HD13 2.38 57 VAL HB 0.30
32 LEU HD21 1.50 3 57 VAL HN -0.10
32 LEU HD22 1.50 58 LEU HA -0.00
32 LEU HD23 1.50 58 LEU HB2 0.02
33 HIS HA 0.29 58 LEU HB3 -0.15
33 HIS HN 0.61 58 LEU HG -0.10
34 GLY HN 0.02 58 LEU HN -0.07
35 ILE HA -0.07 59 TRP HA -0.13
35 ILE HB -0.04 59 TftP HD1 -0.16
35 ILE HN -0.07 59 TRP HE1 -0.13
35 ILE HD11 -0.54 3 59 TRP HE3 -0.12
35 ILE HD12 -0.54 59 TRP HH2 0.75
35 ILE HD13 -0.54 59 TRP HN -0.11
35 ILE HG21 -0.26 3 59 TRP HZ2 0.37
35 ILE HG22 -0.26 59 TRP HZ3 -0.00
35 ILE HG23 -0.26 60 ASP HA -0.16
36 PHE HD1 -0.26 2 60 ASP HN 0.34
36 PHE HD2 -0.26 61 GLU HA -0.34
36 PHE HE1 -0.39 2 61 GLU HN -0.28
36 PHE HE2 -0.39 62 ASN HA -0.16
36 PHE HA -0.27 62 ASN HN -0.10
36 PHE HN -0.10 63 ASN HA 0.01
36 PHE HZ -0.66 63 ASN HN -0.15
37 GLY HN -0.03 64 MET HN -0.29
38 ARG HA -0.21 65 SER HA -0.43
38 ARG HN -0.19 65 SER HN -0.39
39 HIS HA -0.39 66 GLU HA 0.04
39 HIS HD2 -0.14 66 GLU HN -0.16
39 HIS HE1 -0.17 67 TYR HA 0.60
39 HIS HN 0.12 67 TYR HD1 0.31 2
40 SER HA -0.48 67 TYR HD2 0.31
40 SER HN -0.06 67 TYR HE1 0.22 2
41 GLY HN 0.67 67 TYR HE2 0.22
42 GLN HA -0.19 67 TYR HN 0.00
42 GLN HN -0.45 68 LEU HA -0.13
43 ALA HA -0.09 68 LEU HG -1.34
43 ALA HN -0.61 68 LEU HN -0.20
43 ALA HB1 -0.14 3 69 THR HA -0.05
43 ALA HB2 -0.14 69 THR HB 0.14
43 ALA HB3 -0.14 69 THR HN 0.05
44 GLU HA -0.14 69 THR HG21 0.06 3
44 GLU HN -0.03 69 THR HG22 0.06
46 TYR HA -0.44 69 THR HG23 0.06
46 TYR HB2 -1.58 70 ASN HA 0.71
46 TYR HB3 0.59 70 ASN HN 0.59
46 TYR HD1 0.95 2 71 PRO HB2 4.15
46 TYR HD2 -1.61 72 TML HA 1.38
46 TYR HN -0.28 72 TML HN 1.70
47 SER HA -0.48 73 LYS HA 0.52
48 TYR HA -1.10 73 LYS HN 0.86
48 TYR HN -0.47 74 TYR HD1 0.56 2
49 THR HA -0.34 74 TYR HD2 0.56
49 THR HB -0.10 74 TYR HE1 0.26 2
49 THR HN -0.68 74 TYR HE2 0.26
49 THR HG21 -0.34 3 74 TYR HA 0.49
49 THR HG22 -0.34 74 TYR HN 0.85
49 THR HG23 -0.34 75 ILE HA 0.68
50 ASP HA -0.16 75 ILE HB 1.48
50 ASP HN -0.11 75 ILE HN 1.21
51 ALA HA 0.15 76 PRO HA 0.63
51 ALA HN 0.24 77 GLY HN 0.57
51 ALA HB1 0.27 3 78 THR HA 0.56
51 ALA HB2 0.27 78 THR HB 1.50
51 ALA HB3 0.27 78 THR HN 0.80
52 ASN HA 0.46 78 THR HG21 2.52 3
52 ASN HN 0.07 78 THR HG22 2.52
53 ILE HA 0.23 78 THR HG23 2.52
19
POOR QUALITY ORIGINAL
79 LYS HA 0.55 94 LEU HN -0.51
79 LYS HN -0.71 95 ILE HA -0.68
81 ALA HA 1.12 95 ILE HB -0.46
81 ALA HN -0.09 95 ILE HN -0.60
81 ALA HB1 -0.11 3 95 ILE HD11 -UG.56 3
81 ALA HB2 -0.11 95 ILE HD12 -0.56
81 ALA HB3 -0.11 95 ILE HD13 -0.56
82 PHE HA 0.21 95 ILE HG21 -0.41 3
82 PHE HN 2.46 95 ILE HG22 -0.41
82 PHE HZ -1.30 95 ILE HG23 -0.41
84 GLY HN -1.68 96 THR HA -0.22
85 LEU HA -0.39 96 THR HB -0.27
85 LEU HG -0.94 96 THR HN -0.34
85 LEU HN -0.36 96 THR HG21 -0.16 3
86 LYS HA -0.10 96 THR HG22 -0.16
86 LYS HN -0.26 96 THR HG23 -0.16
87 LYS HA -0.13 97 TYR RA -0.16
87 LYS HN -0.17 97 TYR HN -0.31
88 GLU HA -0.23 98 LEU HA -0.16
88 GLU HN -0.22 98 LEU HN -0.44
89 LYS HA -0.19 99 LYS HA -0.15
89 LYS HN -0.20 99 LYS HN -0.26
90 ASP HA -0.35 100 LYS HA -0.05
90 ASP HN -0.28 100 ttS HN -0.13
91 ARG HA -0.68 101 ALA HA 0.09
91 ARG HN -0.37 101 ALA HN -0.06
92 ASN HA -0.20 101 ALA HB1 0.12 3
92 ASN HN -0.33 101 ALA HB2 0.12
93 ASP HA -0.28 101 ALA HB3 0.12
93 ASP HN -0.31 102 SER HN -0.05
94 LEU RA -0.54 103 GLU HA 0.04
94 LEU HB2 -0.74 103 GLU HN 0.05
94 LEU HB3 -0.94
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